The title compound was prepared by reacting 1,4-diketo-3,6-diphenylpyrrolo-[3,4-c]-pyrrole with bis(trimethylsilyl)carbodiimide in the presence of TiCl 4 [1] . The product was purified by sublimation under argon at about 575 K, using a two-zone furnace [2]. The single crystals were then grown from the vapor phase in the same sublimation tube at about 550 K. After 24 hours, several prismatic crystals were obtained.
Discussion
The title compound is an analogue of 3,6-diphenylpyrrolo- [3,4-c] pyrrole-1,4-dione (DPP [3] ) known as a red pigment on the market. The present compound exhibits brilliant orange luminescence when recrystallized from methylene chloride. However, little luminescence is observed in crystals grown from the vapor phase. In order to clarify the luminescence mechanism, we have grown the single crystals not only from solution (platelet form) but also from the vapor phase (prismatic shape) and analyzed their structures. It turned out, however, that the both single crystals showed exactly the same structure. The present paper reports on the crystal structure based on the single crystals grown from the vapor phase. The molecule possesses C i symmetry as shown in the ORTEP plot. The phenyl rings are deviated, in the same direction, from the heterocyclic ring system by 50°. The angle ÐN2-C10-N3 is not exactly 180°because of the repulsion between N3 and C3 atoms. It is also of interest to note that in the present crystal structure the cyano group faces the phenyl ring (form I); whereas the structure with the outward cyano group (rotation around the C9-N2 bond by 180°, form II) can also exist and be more stable in the free space as revealed from the geometry optimization by MOPAC93 using the AM1 Hamiltonian (heat of formation 261.0 kcal/mole for form I and 251.3 kcal/mole for form II). All other bond parameters of the title compound agree well with those of DPP [3] . The molecules are arranged in a zigzag fashion along the c-axis with a tilt angle of about 60°. The overlap occurrs only at the cyano group. The mechanism that might explain the different luminescent properties of the two kinds of single crystals is under investigation. 
